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10 11 12 13 14 15 16 17 18 19 26 27 28 31 32 33 34 38 39 40 41 
44 45 46 47 48 
ring nodes : 

1 2 3 4 5 6 7 8 9 20 21 22 23 24 25 
chain bonds : 

1-41 2-40 3-14 4-39 7-38 8-10 9-44 10-11 10-12 12-13 14-15 14-47 14-48 
15-16 15-45 15-46 16-17 16-34 17-18 18-19 18-20 19-33 26-31 27-28 28-32 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 20-21 20-25 21-22 22-23 23-24 

24-25 
exact /norm bonds : 

1-41 2-40 4-39 5-7 6-9 7-8 7-38 8-9 9-44 10-11 10-12 12-13 14-47 14-48 

15-16 15-45 15-46 16-17 16-34 18-19 19-33 26-31 27-28 28-32 
exact bonds : 

3-14 8-10 14-15 17-18 18-20 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 20-21 20-25 21-22 22-23 23-24 24-25 
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OH 




CH2-OH R2 O I 



AB Title compds. |I, Q - single bond or Cl-4-alkyl-substituted Cl-4 carbon 
chain; Rl - H, Cl-4 alkyl; R2 «■ H, alkyl or benzyl (un) substituted by OH, 
Cl-6 (hydroxy) alkyl, Cl-6 alkoxy. halo, OCF3, substituted 
alkylsulfonyl amino, S02NR9R10, CF3. NR9R10 (R9, R10 = H. Cl-4-alkyl); R3 

H, Cl-6 (hydroxy) alkyl; A - C3-6 (hydroxy) (alkyl)cycloalkyl, CS-10 alkyl 

or 

(alkyl) amino (un) substituted heterocyclyl, containing 1-3 O, S, N 
heteroatoms; 

Ph (un) substituted by OCF3, alkylaul f onylamino, SO2NR9R10, NR9R10, 
OCHH2Ph, OH, Cl-6 (hydroxy) alkyl , Cl-6 alkoxy, halo, thio(Cl-6) alkyl, 

CF3. 

same R9, R10; preferably Rl = Me; R2 * H, Me, Et, CH2Ph; R3 - H, Me; Q - 
CH2, CH2CH2 , CHMe; A «■ pyridyl, thiazolyl; preferably IB specific 
compds . , 

corresponding to the above definitions] , useful as 02-adrenoreceptoc 
agonists (cam? EC50 - 0.03-0.75 nM) , and their pharmaceutical^ 
acceptable 

acid or base salts, are claimed. Also claimed are an intermediate 
carboxylic acid and ester, corresponding to definition I and process of 
preparation of compds. I, comprising coupling of the carboxylic acid with 
amines R3NHQA (same R3, Q. A). The use of compds. I is claimed for 
treatment of airway diseases, such as asthma, bronchitis, pneumonia, 
emphysema, dyspnea, airways hyper- reactivity, pneumoconiosis; central 
nervous system disorders such as depression, Alzheimer's disease, 
Parkinson's disease, mental impairment, drug dependence, dementia; 
premature labor; allergic skin diseases, psoriasis, glaucoma, gastric and 
peptic ulceration. In an example, O-tert-butyldimethylsilyl derivative 
of the 

(R, R) -5-substituted indole-2-carboxylic acid, corresponding to definition 
I (Rl * Me, R2 - H), prepared by N-alkylation of Me 
(2'R) -S-(2-aminopropyl) - 

lH-indole-2-carboxylate by (aR) -4-PhCH20-3-HOCH2C6H3CH (OTBDMS) CH2Br, 
was reacted with 2-CF30-C6H4NH2 to give, after deprotection, <R,R)-I, (Q 

CH2, A - 2-CF30-C6H4, Rl - Me, R2 ■ H) . 

IT 7579S3-27-2P 757963-30-7P 757963-33-0P 

757963-36-3P 7S7963-39-6P 757963-41-0P 

757963-44-3P 757963-47-6P 757963-50-1P 

7S7963-53-4P 757963-56-7P 7S7963-59-0P 

757963-61-4P 757963-63-6P 7S7963-65-8P 

757963-67-0P 757963-69-2P 7S7963-71-6P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
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(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(prepn. of 5-arainoalkyl-substituted 2-indole-N-alkylcarboxamidea as 
B2-adrenoreceptor agonists) 
RN 757963-27-2 CAPLUS 

CN lH-Indole-2-carboxamide, 5- ( <2R) -2- ( [ (2R)-2-hydroxy-2-(4-hydroxy-3- 
(hydroxymethyl ) phenyl 1 ethyl ) amino) propyl ) -N- { [ 2- 
(trifluoromethoxy)phenyljmethylj- (9CI) (CA INDEX NAME ) 

Absolute stereochemistry. 




OH 



RN 757963-30-7 CAPLUS 

CN lH-Indole-2-carboxamide, 5- ( (2R)-2-M (2R) -2-hydroxy-2- [4-hydroxy-3- 

(hydroxymethyl) phenyl ) ethyl ) amino) propyl] -N- [ ( IS) -1-phenylethyl] - (9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. 




RN 757963-33-0 CAPLUS 

CN lH-Indole-2-carboxamide, 5-[ (2R)-2-( ( (2R) -2-hydroxy-2-(4-hydroxy-3- 
( hydro xyme thy 1 ) phenyl] ethyl ) amino] propyl ] -N- [ [ 3- 
(trifluoromethoxy) phenyl] methyl)- (9CI) (CA INDEX NAME ) 

Absolute stereochemistry. 
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OH 



PAGE 1-B 



-CF3 



RN 757963-36-3 CAPLUS 

CN lH-Indole-2-carboxamide, 5- [ (2R)-2-| [ (2R) -2-hydroxy-2- | 4-hydroxy-3- 

(hydroxymethyl) phenyl) ethyl) amino] propyl] -N- (2-pyridinylmethyl > - (9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 757963-39-6 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- (cyclopropylmethyl) -5- ( (2R) -2- ( [ <2R) -2-hydroxy- 

2- { 4 -hydroxy- 3- (hydroxymethyl) phenyl) ethyl) ami no] propyl J- (9CI) (CA 

INDEX 

NAME) 

Absolute stereochemistry. 
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OH 



RN 757963-41-0 CAPLUS 

CN lH-Indole-2-carboxamide, 5-((2R)-2-| [ (2R) -2-hydroxy-2- ( 4-hydroxy-3- 

(hydroxyne thyl ) phenyl I ethyl ) amino] propyl J-N-J (1R)-1 -phenylethyl ] - ( 9C1 ) 
(CA INDEX HAKE) 

Absolute stereochemistry. 




OH 



RN 757963-44-3 CAPLUS 

CN lH-Indole-2-carboxamide, 5-( (2R)-2-[( (2R) -2-hydroxy-2- I 4-hydroxy-3- 

(hydroxymethyl) phenyl) ethyl) amino) propyl }-N- (2-thiazolylmethyl) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 
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NAME) 

Absolute stereochemistry. 




H 

OH 



RN 757963-50-1 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- (cyclopentylmethyl ) -5- [ (2R) -2- [ [ (2R) -2-hydroxy- 

2-(4-hydroxy-3- (hydroxyme thyl) phenyl) ethyl} ami no] propyl)- (9CI) (CA 

INDEX 

NAME) 

Absolute stereochemistry. 




OH 



RN 757963-53-4 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- (cyclohexylmethyl) -5- I (2R) -2- [ I (2R> -2-hydroxy-2- 

I4-hydroxy- 3- (hydroxymethyl) phenyl) ethyl) amino) propyl]- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 



RN 757963-47-6 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- (cyclobutylmethyl)-5-| (2R)-2-[[ (2R) -2-hydroxy-2- 

l4-hydroxy-3- (hydroxymethyl) phenyl) ethyl] amino) propyl)- (9CI) (CA INDEX 
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H 

OH 



RN 757963-56-7 CAPLUS 

CN 1 H- Indole- 2 -carboxamide, 5-( (2R)-2-{ [ (2R) -2-hydroxy-2- [4-hydroxy-3- 
( hydroxyme thyl } phenyl ] ethyl ] amino] propyl ) -N- [ (4- 
i (methyl amino Jsulfonyl) phenyl] methyl J- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



PAGE 1-A 




RN 757963-59-0 CAPLUS 

CN lH-Indole-2-carboxamide, N- [ ( 4- ( ami nosulfonyl) phenyl] methyl ) -5- ( (2R) -2- 

( I (2R)-2-hydroxy-2- [4-hydroxy-3- (hydroxymethyl ) phenyl) ethyl] amino) propyl 1 - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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RN 757963-61-4 CAPLUS 

CN lH-Indole-2-carboxamide, 5- { (2R) -2- { [ (2R) -2-hydroxy-2- M-hydroxy-3- 

(hydroxymethyl ) phenyl ) ethyl ) amino) propyl ] -N- ( (2-methoxyphenyl ) methyl 1-1- 
(phenylmethyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 757963-63-6 CAPLUS 

CN lH-Indole-2-carboxamide, 5- I (2R)-2- [ { (2R) -2-hydroxy-2- [ 4-hydroxy-3- 
( hydroxymethyl) phenyl) ethyl] amino) propyl ] -N-( ( 1R) -1-phenylethyl) -1- 
(phenylmethyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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RN 757963-65-8 CAPLUS 

CN lH-Indole-2-carboxamide, 

l-ethyl-5- [ (2R> -2- I { (2R)-2-hydroxy-2- ( 4-hydroxy-3- 

( hydroxymethyl) phenyl] ethyl } amino] propyl J -N- { (1R> -1-phenylethyl J- (9CI) 
(CA I KDEX KAMI) 

Absolute stereochemistry. 




RN 757963-67-0 CAPLUS 

CN lH-Indole-2-carboxamide, 5- 1 (2R) -2- ( f (2R> -2-hydroxy-2- I 4-hydroxy-3- 

(hydroxymethyl)phenyl]ethyl] amino) propyl) -1-raethyl-N- [ (1R) -1-phenylethyl) - 
<9CI> (CA INDEX NAME) 

Absolute stereochemistry. 
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2-hydroxy-2- M-hydroxy- 3- (hydroxymethyl ) phenyl ) ethyl ] and no 1 propyl ) - 1- 
(phenylmethyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 757963-71-6 CAPLUS 

CN lH-Indole-2-carboxamide, 5- [ (2R) -2- { I (2R)-2-hydroxy-2-[4-hydroxy-3- 
( hydroxymethyl ) phenyl ] ethyl ) amino) butyl ) -N- ( (1R) -1-phenylethyl ) -1- 
(phenylraethyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 757963-69-2 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- ( ( 2 , 6-dimethoxyphenyl ) methyl J -5- [ (2R) -2- U <2R) - 
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AB Title compds. (I; n - 0-4; Rl, R2 - H, alkyl; R3 - H, (un) substituted 
alkyl; R4-R8 «» H, OH, alkyl, alkoxy, hydroxyalkyl, thioalkyl, halo, 
trifluoromethyl, benzyloxy; their pharmaceutical ly acceptable salts 

and/or 

isomers, tautomers, solvates or isotopic variations), were prepared as 
P2 adrenergic receptor agonists. Thus, 5- I (2R) -2- (| (2R) -2- [ Itert- 

butyldimethylsilyl) oxy) -2- (4-hydroxy-3- (hydroxymethyl ) phenyl) ethyl] amino] p 
ropylj -lH-indole-2-carboxylic acid (preparation given) l-(3- 
dimethylaminopropyl) -3-ethylcarbodiimide hydrochloride, 
hydroxybenzotriazole. and 2-methoxybenzylamine were stirred 18 h in DMF 

to 

give the silyl-protected amide derivative This was stirred with NH4F in 
MeOH/H20 to give 5- ( (2R) -2- [ [ (2R) -2- ( [tert-butyldiraethylsi lyl } oxy ] -2- ( 4- 

hydroxy-3- (hydroxymethyl) phenyl] ethyl] amino) propyl] -N- (2-methoxybenzyl ) -1H- 
indole-2-carboxamide. I showed a p2 cAMP EC50 - 0.02-4 nM. I are 
useful for treating inflammatory, allergic and respiratory diseases. 

IT 67B427-60-2P, 5- { (2R) -2- ( [ (2R) -2-Hydroxy-2- ( 4-hydroxy-3- 

hydroxymethylphenyl ) ethyl ] amino] propyl ) -N- ( 4-benzyloxy-2, 6- 
dimethoxybenzyl) -lH-indole-2-carboxaroide 

RL: PAC (Pharmacological activity); RCT (Reactant) ; SPN (Synthetic 
preparation); THU (Therapeutic use); BIOL (Biological study); PREP 
(Preparation); RACT (Reactant or reagent); USES (Uses) 

(p2 adrenergic receptor agonist; preparation of indolecarboxamides as 
P2 adrenergic receptor agonists) 
RN 679427-60-2 CAPLUS 
CN lH-Indole-2-carboxamide, 

N-f (2, 6-diroethoxy-4-(phenylmethoxy> phenyl } methyl ]- 

5- { <2R) -2- I [ (2R) -2-hydroxy-2- ( 4-hydroxy-3- (hydroxymethyl) phenyl] ethyl ] amin 
olpropyl}- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



Searched by Jason M. Nolan 
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PAGE 1-A 




Ph 



IT 677026-80-1P 677026-81-2P 677026-82-3P 
677026-83-4P 677026-84-SP 679427-S8-8P, 

5-C (2R) -2-( [ (2R)-2-Hydroxy-2-(4-hydroxy-3-hydroxyiMthylphenyl) ethyl) amino] 
propyl) -N- (2, 4~dichlorobenzyl) -lH-indole-2-carboxamide 
679427-S9-9P, 5- [ (2R) -2- [ [ ( 2R) -2-Hydroxy-2- (4-hydroxy-3- 

hydroxymethyl phenyl ) ethyl 1 amino) propyl ) -N- ( 3~hydroxy-2, 6-dioethoxybenzyl ) - 
lH-indole-2-carboxamide 679427-61-3P, 5- ( (2R> -2-(( <2R) -2-Hydroxy- 
2- ( 4-hydroxy- 3-hydroxymethylphenyl ) ethyl ) amino) propyl ) -N- ( 4-hydroxy-2 , 6- 
diraethoxybenzyl ) -lH-indole-2-carboxaraide 679427-62-4P 
679427-63-5P, 5- 1 (2R)-2-(( (2R) -2-Hydroxy-2- (4-hydroxy-3- 

hydroxymethylphenyl) ethyl J ami no) propyl] -N- ( 2 -hydroxy- 6-methoxybenzyl) -1H- 
indole-2-carboxamide 679427-64-6P, 5- { (2R) -2- [ I (2R) -2-Hydroxy-2- 
< 4 -hydroxy- 3-hydroxymethylphenyl) ethyl ) amino) propyl I -N- (2, 6- 

di f luorobenzyl ) -lH-indole-2-carboxamide 679427-65-7P, 

5-[ (2RJ-2-1 ( <2R)-2-Hydroxy-2-(4-hydroxy- 3-hydroxymethylphenyl) ethyl) amino) 
propyl )-N- (2-chlorobenzyl) -lH-indole-2-carboxamide 679427-66-8P, 

5-( (2R)-2-( [ (2R) -2-Hydroxy-2-(4-hydroxy-3-hydroxymethylphenyl) ethyl) amino) 
propyl) -N- (2-f luorobenzyl) -lH-indole-2-carboxamide 679427-67-9P, 

5-( <2R)-2-( { (2R> -2-Hydroxy-2-(4-hydroxy-3-hydroxymethylphenyl) ethyl) amino) 
propyl) -N- (4-hydroxybenzyl) -lH-indole-2-carboxamide 679427-68-0P 

5-{ (2R» -2-[ I (2R) -2-Hydroxy-2-(4-hydroxy-3-hydroxymethylphenyl) ethyl Jamin 
o] propyl ]-N-(3-hydroxybenzyl)-lH-indole-2-carboxamide 679427-69-lP 

5-( <2R)-2-[[ (2R)-2-Hydroxy-2-(4-hydroxy-3-hydroxymethylphenyl) ethyl Jamin 
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<p2 adrenergic receptor agonist; prepn. of indolecarboxamides as 
P2 adrenergic receptor agonists) 

RN 677026-80-1 CAPLUS 

CN lH-Indole-2-carboxamide, 5- I (2R ) -2- I ( (2R) -2-hydroxy-2- [4-hydroxy-3- 

(hydroxymethyl ) phenyl] ethyl ] amino] propyl ) -N- | (2-methoxyphenyl ) methyl ] - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 671026-81-2 CAPLUS 

CN lH-Indole-2-carboxamide, 5-| <2R)-2-{{ (2R) -2-hydroxy-2- { 4-hyd^oxy-3- 
(hydroxymethyl)phenyl)ethyl]amino)propyl J -N-l (4- 
(trifluororaethyl)phenyljmethyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



PAGE 1-A 




OH 



PAGE 1-B 



— CF 3 



RN 677026-82-3 CAPLUS 

CN lH-Indole-2-carboxamide, 

N-[ <2,6-dimethoxyphenyl)raethyl)-5-l (2R)-2-{( (2R)- 

2-hydroxy-2- { 4-hydroxy-3- (hydroxymethyl ) phenyl ) ethyl) amino) propyl] - (9CI ) 
(CA INDEX NAME) 

Searched by 
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o)propylJ-N- (2-methylsulf anylbenzyl) -lH-indole-2-carboxanide 
679427-70-4P, 5- [ (2R)-2-{ t (2RJ -2-Hydroxy-2- ( 4-hydroxy-3- 
hydroxyme thy lphenyl) ethyl] amino] propyl ]-N- (4-methylsul I anylbenzyl ) -1H- 
indole-2-carboxaaide 679427-71-5P, 5-{ |2R) -2- [( (2R) -2-Hydroxy-2- 
( 4 -hydroxy- 3-hydroxymethylphenyl) ethyl J ami no J propyl J -N- (2,3- 
dimethoxybenzyl)-lH-indole-2-carboxamide 679427-72-6P, 

5-{ (2R)-2-( [ (2R)-2-Hydroxy-2- (4 -hydroxy- 3-hydroxymethylphenyl) ethyl) amino) 
propyl ]-N- (2, 4-dimethoxybenzyl)-lH-indole-2-carboxamide 
679427-73-7P, 5- [ (2R)-2-( [ (2R) -2-Hydroxy-2- ( 4-hydroxy-3- 
hydroxymethylphenyl ) ethyl ] amino] propyl ) -N- (2-ethoxybenzyl ) - lH-indole-2- 
carboxamide 679427-74-8P, 5- ( (2R) -2- ( [ (2R) -2-Hydroxy-2- ( 4- 
hydroxy- 3-hydroxymethylphenyl ) ethyl ] amino) propyl ] -N-benzyl-N-methyl-lH- 
indole-2-carboxamide 679427-75-9P, 5-U2R) -2- [ ((2R) -2-Hydroxy-2- 

(4-hydroxy-3-hydroxymethylphenyl) ethyl) ami no) propyl J-N-benzyl- lH-indole-2- 
carboxamide 679427-76-op, 5- ( (2R> -2- ( 1 12R) -2-Hydroxy-2- (4- 
hydroxy- 3-hydroxymethylphenyl) ethyl) ami no) propyl ] -N- (4-f luorobenzyl) - 1H- 
indole-2-carboxamide 679427-77-1P, 5- [ (2R) -2- [ { (2R) -2-Hydroxy-2- 
(4 -hydroxy- 3-hydroxymethylphenyl ) ethyl) amino) propyl ) -N- ^-methoxy-S- 
methylbenzyl ) -lH-indole-2-carboxamide 679427-7B-2P. 

5- 1 (2R) -2- ( ( (2R) -2-Hydroxy-2- (4 -hydroxy- 3-hydroxymethylphenyl) ethyl] ami nol 
propyl] -N- (3-methoxy-2-methylbenzyl) -lH-indole-2-carboxamide 
679427-79-3P, l-Ethyl-5- ( (2R) -2- ( J (2R) -2-hydroxy-2- ( 4-hydroxy-3- 

hydroxymethylphenyl ) ethyl ] amino) propyl ) -N- (2, 6-diraethoxybenzyl ) - lH-indole- 
2-carboxamide 679427-80-6P, l-Ethyl-5- |(2R) -2- H <2R) -2-hydroxy-2- 
( 4-hydroxy- 3-hydroxymethylphenyl ) ethyl ] amino] propyl 1 -N- (2-methoxybenzyl ) - 
lH-indole-2-carboxamide 679427-81-7P, l-Ethyl-5- [ (2R) -2- [ ( (2R) -2- 
hydroxy-2- (4 -hydroxy- 3-hydroxymethylphenyl) ethyl] amino) propyl ) -N-( 4- 
chlorobenzyl) -lH-indole-2-carboxamide 679427-82-8P, 

1- Methyl-5-( (2R)-2-[ [ (2R) -2-hydroxy-2- (4-hydroxy-3- 

hydroxymethylphenyl) ethyl] amino) propyl ] -N- (2, 6-dimethoxybenzyl)-lH-indole- 

2- carboxamide 679427-83-9P, l-Methyl-5- [ (2R) -2- ( ( (2R) -2-hydroxy- 

2- (4 -hydroxy- 3-hydroxymethylphenyl) ethyl] amino] propyl )-N- (2-methoxybenzyl) - 
lH-indole-2-carboxamide 679427-84-0P, l-Methyl-5- [ ( 2R) -2- It ( 2R) - 
2-hydroxy-2- ( 4 -hydroxy- 3-hydroxymethylphenyl ) ethyl } amino] propyl J -N- ( 4- 
chlorobenzyl) - 1H- indole- 2 -carboxamide 679427-85-1P, 

5- [ (2R) -2-[ I <2R)-2-Hydroxy-2- (4-hydroxy- 3-hydroxymethylphenyl) ethyl] amino) 
butyl] -N- (2-methoxybenzyl) -lH-indole-2-carboxamide 679427-86-2P, 

5- [ (2R) -2- { [ <2R) -2-Hydroxy-2- (4-hydroxy-3-hydroxymethylphenyl) ethyl ] amino] 
butyl) -N- (2, 6-dimethoxybenzyl) -lH-indole-2-carboxamide 
679427-87-3P, 5- ( (2R)-2-{ { (2R) -2-Hydroxy-2- ( 4-hydroxy-3- 
hydroxymethylphenyl) ethyl) amino) butyl )-N- (2-ethoxybenzyl) -lH-indole-2- 
carboxamide 679427-88-4P, b- { (2R) -2- I ( <2R) -2-Hydroxy-2- (4- 
hydroxy- 3 -hydroxymethylphenyl) ethyl] aminojbutyl] -N-benzyl-lH-indole-2- 
carboxamide 

RL: pac (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 
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Absolute stereochemistry. 




OH 



RN 677026-83-4 CAPLUS 

CN lH-Indole-2-carboxamide, 5- [ (2R)-2-( ( (2R) -2-hydroxy-2- {4-hydroxy-3- 

(hydroxymethyl ) phenyl ) ethyl ] amino) propyl ) -N- ( (3-methoxyphenyl ) methyl ) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



PAGE 1-A 




PAGE 1-B 



-~-0Me 



RN 677026-84-5 CAPLUS 

CN lH-Indole-2-carboxamide, 5- ( (2R) -2- [ [ (2R) -2-hydroxy-2- [ 4-hydroxy-3- 

( hydroxymethyl ) phenyl ] ethyl ] amino] propyl ] -N- (2- ( 3-raethoxyphenyl ) ethyl ] - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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OH 



Mi 679427-5B-8 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- ( (2. 4-dichlorophenyl ) methyl ) -5- [ (2R> -2- I ( (2R) -2- 

hydroxy-2- 1 4-hydroxy-3- (hydroxymethyl ) phenyl ) ethyl J amino] propyl} - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-59-9 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- I (3-hydroxy-2 , 6-dimethoxyphenyl ) methyl ) -5- [ (2R) - 

2- { [ (2R)-2-hydroxy-2-[4-hydroxy-3- (hydroxymethyl) phenyl) ethyl] amino J propyl 
}- (9C1| (CA INDEX NAME) 

Absolute stereochemistry. 
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RN 679427-61-3 CAPLUS 

CN lH-Indole-2-carboxamide, 

N- [ (4-hydroxy-2, 6-dimethoxyphenyl ) methyl] -5- I (2R) - 

2-[ [ (2R) -2-hydroxy-2-I4-hydroxy-3-(hydroxymethyl)phenyl] ethyl) amino] propyl 
]- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-62-4 CAPLUS 

CN lH-Indole-2-carboxaraide, 5-{ (2RJ-2-I [ (2R) -2-hydroxy-2- [4-hydroxy-3- 
( hydroxymethyl) phenyl) ethyl} amino) propyl )-N-( (2-methoxy-6- 
(phenylmethoxy) phenyl] methyl]- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-63-5 CAPLUS 

CN lH-Indole-2-carboxamide, 5- ( (2R) -2- { ( (2R) -2-hydroxy-2- { 4-hydroxy-3- 
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(hydroxymethyl ) phenyl } ethyl ] amino ) propyl ) -N- { ( 2-hydroxy-6- 
methoxyphenyl) methyl)- 19CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-64-6 CAPLUS 

CN lH-Indole-2-carboxamide, 

N-( (2,6-difluorophenyl)methyl)-5-[ (2R)-2-[[ (2RJ-2- 

hydroxy-2- [ 4-hydroxy-3- (hydroxymethyl)phenyl}ethyl) amino]propyl] - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-65-7 CAPLUS 

CN lH-Indole-2-carboxamide, N- I (2-chlorophenyl ) methyl ] -5- [ (2R)-2-[ [ (2R)-2- 
hydroxy-2-(4-hydroxy-3- (hydroxymethyl (phenyl) ethyl] amino] propyl]- (9CI> 
(CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-66-8 CAPLUS 

CN lH-Indole-2-carboxamide, N- ( ( 2- fluorophenyl) methyl] -5- { (2R) -2- [ I (2R)-2- 
hydroxy-2- (4-hydroxy-3- (hydroxymethyl) phenyl] ethyl] amino) propyl] - (9CI) 

Searched by 
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(CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-67-9 CAPLUS 

CN lH-Indole-2-carboxamide, 5- { (2R) -2- ( ( (2R) -2-hydroxy-2- (4-hydroxy-3- 

( hydroxymethyl ) phenyl ] ethyl ) amino] propyl ) -N- { (4-hydroxyphenyl ) methyl ] - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-6B-0 CAPLUS 

CN lH-Indole-2-carboxamide, 5- [ (2R) -2- ( ( (2R) -2-hydroxy-2- [ 4-hydroxy-3- 

( hydroxymethyl ) phenyl } ethyl ] amino] propyl ] -N- ( (3-hydroxyphenyl ) methyl ) 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-69-1 CAPLUS 

CN lH-Indole-2-carboxamide, 5- ( <2R) -2- [ ( (2R) -2-hydroxy-2- [ 4-hydroxy-3- 

(hydroxymethyl) phenyl] ethyl) ami no) propyl )-N-( (2- (methylthio) phenyl) methyl ) - 
(9CI) (CA INDEX NAME) 

n M. Nolan Page 9 
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Absolute stereochemistry. 




H 

OH 



RN 679427-70-4 CAPLUS 

CN lH-Indole-2-carboxamide. 5- [ <2R) -2- i I (2R) -2-hydroxy-2- { 4-hydroxy-3- 

(hydroxyme thyl > phenyl ] ethyl J ami no J propyl 1 -M- 1 {4- (methyl thio ) phenyl ) methyl 1 - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



PAGE 1-A 




OH 



PAGE 1-B 



"^SMe 

RN 679427-71-5 CAPLUS 

CN lH-Indole-2-carboxamide, 

N-I <2,3-dimethoxyphenyl)raethylJ-5-( (2R)-2-( [ (2R>- 

2-hydroxy-2- 1 4-hydroxy- 3- (hydroxyroethyl ) phenyl J ethyl ) amino] propyl ] - ( 9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. 
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PAGE 1-A 




OH 



PAGE 1-B 

-~OMe 

RN 679427-72-6 CAPLUS 

CN 1H- Indole- 2-carboxamlde, 

N- ( (2, 4-dinethoxyphenyl) methyl ) -5- { (2R) -2- { [ (2R) - 

2-hydroxy-2-(4-hydroxy-3- (hydroxymethyl) phenyl J ethyl) amino J propyl J- (9CI) 

(CA INDEX NAME) 
Absolute stereochemistry. 



PAGE 1-A 




OH 

PAGE 1-B 
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RN 679427-73-7 CAPLUS 

CN lH-Indole-2-carboxamide, N- [ ( 2 -ethoxyphenyl) methyl) -5- [ <2R) -2- 1 1 (2R) -2- 
hydroxy-2-(4-hydroxy-3- (hydroxymethyl) phenyl) ethyl) ami no) propyl)- (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-74-8 CAPLUS 

CN lH-Indole-2-carboxamide, S-{ (2R)-2-( ( (2R) -2-hydroxy-2- (4-hydroxy-3- 
< hydroxymethyl ) phenyl ) ethyl ) amino ) propyl ] -N-methyl -N- ( phenylmethyl ) - 

(9CI) 

(CA INDEX NAME) 
Absolute stereochemistry. 



OH O 




RN 679427-75-9 CAPLUS 

CN lH-Indole-2-carboxamide, 5- ( (2R)-2-( [ (2R) -2-hydroxy-2- ( 4-hydroxy-3- 

( hydroxymethyl) phenyl) ethyl) amino) propyl ) -N- (phenylmethyl) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 




RN 679427-76-0 CAPLUS 

Searched by 
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CN lH-Indole-2-carboxamide, N- ( (4-f luorophenyl )methyl } -5- | (2R)-2-(( (2R)-2- 

hydroxy-2- [4-hydroxy-3- (hydroxymethyl ) phenyl ) ethyl ) amino) propyl ) - ( 9CI ) 

(CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-77-1 CAPLUS 

CN lH-Indole-2-carboxamide, 5- I (2R)-2-{ [ (2R) -2-hydroxy-2- (4-hydroxy-3- 
( hydroxymethyl ) phenyl ) ethyl ) amino) propyl ) -N- { (2-methoxy- 3- 
methylphenyl) methyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-73-2 CAPLUS 

CN lH-Indole-2-carboxamide, 5-f (2R)-2- [ I <2R) -2-hydroxy-2- I 4-hydroxy-3- 
( hydroxymethyl ) phenyl ) ethyl ) amino] propyl ] -N- ( (3-methoxy-2- 
methylphenyl) methyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



PAGE 1-A 




OH 
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PAGE 1-B 



-~OMe 

RN 679427-79-3 CAPLUS 

CN lH-Indole-2-carboxamide, 

N-t (2.6-diraethoxyphenyl)methyl)-l-ethyl~5-[ (2R)-2- 

1 1 (2R) -2-hydroxy-2- {4-hydroxy-3- (hydroxymethyl ) phenyl I ethyl J aminol propyl J - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-80-6 CAPLUS 

CN lH-Indole-2-carboxamide, 

1-ethyl-S- | (2R) -2- { [ (2R) -2-hydroxy-2- [4-hydroxy-3- 

(hydroxymethyl ) phenyl ) ethyl J amino) propyl ) -N- { (2-methoxyphenyl ) methyl) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




OH 



RN 679427-91-7 CAPLUS 

CN lH-Indole-2-carboxamide, N- [ <4-chlorophenyl)raethyl) -l-ethyl-5- I (2R)-2- 

{ ( (2R) -2-hydroxy-2-[ 4-hydroxy-3- (hydroxyroethyl) phenyl) ethyl) amino) propyl )- 
(9CI) (CA INDEX NAME) 
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Absolute stereochemistry. 




OH 



RN 679427-82-8 CAPLUS 

CN lH-Indole-2-carboxamide, 

N-( (2, 6-dimethoxyphenyl) methyl) -5- [ (2R)-2-U (2R) - 

2-hydroxy-2 - { 4-hydroxy- 3- ( hydroxymethyl ) phenyl ) ethyl ) aiaino ) propyl ) -1 - 
methyl- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-83-9 CAPLUS 

CN lH-Indole-2-carboxamide, 5- I (2R) -2- 1 ( (2R) -2-hydroxy-2- ( 4-hydroxy-3- 

( hydroxymethyl ) phenyl ) ethyl ) amino) propyl ) -N- { ( 2-methoxyphenyl ) methyl 1-1- 
methyl- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-84-0 CAPLUS 

CN lH-Indole-2-carboxamide, N- ( (4-chlorophenyl) methyl J -5- [ (2R) -2- ( I (2R)-2- 
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hydroxy-2- (4-hydroxy- 3- (hydroxymethyl) phenyl) ethyl) amino) propyl )-l-raethyl- 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-85-1 CAPLUS 

CN lH-Indole-2-carboxamide, 5- | (2R) -2- { I (2R) -2-hydroxy-2- { 4-hydroxy-3- 

( hydroxymethyl ) phenyl) ethyl ) amino ] butyl ) -N- 1 (2-methoxyphenyl ) methyl J - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-86-2 CAPLUS 

CN lH-Indole-2-carboxamide, 

N-( (2, 6-dimethoxyphenyl) methyl J- 5- ( (2R>-2-( [ <2R)- 

2-hydroxy-2-(4-hydroxy-3- (hydroxymethyl ) phenyl ) ethyl) a 
(CA INDEX NAME) 

Absolute stereochemistry. 



inojbutyl)- (9CI) 
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hydroxy-2- ( 4-hydroxy-3- (hydroxymethyl ) phenyl) ethyl J amino) butyl ) - (9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. 




RN 679427-88-4 CAPLUS 

CN lH-Indole-2-carboxamide, 5-[ (2R)-2-[ [ (2R) -2-hydroxy-2- ( 4-hydroxy-3- 

( hydroxymethyl ) phenyl ) ethyl ) amino} butyl ] -N- (phenylmethyl ) - ( 9CI ) (CA 
INDEX NAME) 

Absolute stereochemistry. 
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679427-87-3 CAPLUS 

lH-Indole-2-carboxamide, N- [ <2-ethoxyphenyl)methyl] -5- I (2R> -2- ( { (2R)-2- 
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20040414 
ES, FR, 
RO, MK, 
20040422 
20040422 
AU, AZ, 
DK, DM, 
IL, IN, 
MA, MD, 
RO, RU, 
UG, US, 
MZ, SD, 
TM, AT, 
IE, IT, 
CM, GA. 
20050727 
ES, FR, 
RO, MK, 
20050823 
20040617 
20050118 
20050421 
20050422 



EP 2002- 
GB, GR, IT, 
CY, AL, TR, 
CA 2003- 
WO 2003- 
BA, BB, BG, 
DZ, EC, EE, 
IS, JP, KE, 
MG, MK, MN, 
SC, SD, SE, 
UZ, VC, VN, 
SL, SZ, TZ, 
BE, BG, CH, 
LU, MC, NL, 
GN, GO, GW, 
EP 2003- 
GB, GR, IT, 
CY, AL, TR, 
BR 2003- 
US 2003- 

US 2004- 
NO 2005- 
EP 2002- 



292513 
LI, LU, 
BG, CZ, 
2499314 
IB4441 
BR, BY, 
EG, ES, 
KG, KP, 
MW, MX, 
SG, SK, 
YU, ZA, 
UG, ZM, 
CY, CZ, 
PT, RO, 
ML, MR, 
751095 
LI, LU, 
BG, CZ, 
15234 
684233 

959934 

1406 

292513 



20021011 
NL, SE, MC, PT, 
EE, SK 

20031006 
20031006 
BZ, CA, CH, CN, 
FI, GB, GO. GE, 
KR, KZ, LC, LK, 
MZ, NI, NO, NZ, 
SL, SY, TJ, TM, 
ZM, ZW 

ZW, AM, AZ, BY, 
DE, DK, EE, ES, 
SE, SI, SK, TR, 
KE, SN, TD, TG 
20031006 
NL, SE, MC, PT, 
EE, HU, SK 

20031006 
20031009 

20041005 
20050317 
A 20021011 



US 2003-438639P 
EP 2003-290069 
WO 2003-IB4441 
US 2003-684233 



P 20030108 
A 20030110 
W 20031006 
A3 20031009 



OTHER SOURCE (S) : 



MARPAT 140:303532 
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AB Title compds. (Ij n - 0-4; Rl, R2 - H, alkyl; R3 • H, alkyl, 
hydroxyalkyl; 

R4-R8 - H, OH, alkyl, alkoxy, hydroxyalkyl, thioalkyl. halo, 
trihalomethyl) , were prepared Thus, 5-1 (2R)-2-{ [ (2R)-2- [ (tert- 

butyldimethylsilyljoxy] -2- [4-hydroxy-3- (hydroxymethyl ) phenyl J ethyl ) amino) p 
ropyll-lH-indole-2-carboxylic acid (preparation given) l-(3- 
dimethylaminopropyl)-3-ethylcarbodiimide hydrochloride, 
hydroxybenzotriazole, and 2-zaethoxybenzylamine were stirred IB h in DMF 

to 

give the silyl -protected amide derivative This was stirred with NH4F in 
MeOH/H20 to give 5- { (2R> -2- [ [ (2R) -2- [ (tert-butyldioethylsilyl )oxy] -2- ( 4- 

hydroxy-3- (hydroxymethyl ) phenyl ) ethyl ] amino) propyl ) -N- ( 2-methoxybenzyl ) -1H- 
indole-2-carboxamide. I showed a 02 CAMP EC50 ■ 0.02-0.9 nM. The 
indole derivs. according to the present invention are useful in numerous 
diseases, disorders and conditions, in particular inflammatory, allergic 
and respiratory diseases, disorders and conditions. 

IT 677026-B0-1P 677026-81-2P 677026-82-3P 
677026-B3-4P 677026-84-SP 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(claimed compound; preparation of indolecarboxamides as B2 adrenergic 
receptor agonists) 
RN 677026-80-1 CAPLUS 

CN lH-Indole-2-carboxamide, 5- ( (2R)-2-l ( (2R) -2-hydroxy-2- t4-hydroxy-3- 

( hydroxymethyl ) phenyl J ethyl ) amino] propyl J -N- [ ( 2 -me thoxyphenyl ) methyl J - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



L3 ANSWER 3 OF 3 CAPLUS COPYRIGHT 2006 ACS on STN (Continued) 




OH 



RN 677026-81-2 CAPLUS 

CN lH-Indole-2-carboxamide, 5- [ (2R)-2-( ( (2R) -2-hydroxy-2- (4-hydroxy-3- 
( hydroxymethyl ) phenyl ) ethyl ) amino] propyl ] -N- { (4- 
(trifluoromethyl) phenyl) methyl)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



PAGE 1-A 




OH 



PAGE 1-B 



^CF 3 



RN 677026-82-3 CAPLUS 

CN lH-Indole-2-carboxamide, 

N-[ (2,6-diraethoxyphenyl)methyl]-5-{ <2R)-2-{( (2R)- 

2-hydroxy-2- ( 4-hydroxy-3- (hydroxymethyl ) phenyl ) ethyl } amino) propyl ) - ( 9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. 
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OH 



RN 677026-83-4 CAPLUS 

CN lH-Indole-2-carboxamide, 5-( (2R)-2-({ <2R) -2-hydroxy-2- ( 4-hydroxy-3- 

< hydroxymethyl ) phenyl ) ethyl ) amino] propyl ] -N- I ( 3-methoxyphenyl ) methyl ) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



PAGE 1-A 




OH 



PAGE 1-B 



-~OMe 



RN 677026-64-5 CAPLUS 

CN 1H- Indole- 2 -carboxamide, 5-1 (2R)-2-| ( (2R) -2-hydroxy-2- ( 4-hydroxy-3- 

( hydroxymethyl ) phenyl ] ethyl ] amino] propyl ) -N- 1 2- ( 3-methoxyphenyl > ethyl ] - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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Uploading C:\Program Files\Stnexp\Queries\10813426\positional isomer l.str 




/33 



, r 4647 



19 ^34 
^25,/ia/16. 
30 



24 120 ^17^/15 1 3-^ 4 ^|5^ 7 ^ 



/38 



■? L 31 22 / g i 9 , 



G2 0 



27. 
/28 

32 



40 



V 43 11 



chain nodes : 

10 11 12 13 14 15 16 17 18 19 26 27 28 31 32 33 34 38 39 40 43 
44 45 46 47 48 
ring nodes : 

1 2 3 4 5 6 7 8 -9 20 21 22 23 24 25 
chain bonds : 

1-40 2-39 3-48 4-14 7-38 8-10 9-43 10-11 10-12 12-13 14-15 14-47 14-46 
15-16 15-44 15-45 16-17 16-34 17-18 18-19 18-20 19-33 26-31 27-28 28-32 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 20-21 20-25 21-22 22-23 23-24 

24-25 
exact/norm bonds : 

1-40 2-39 3-48 5-7 6-9 7-8 7-38 8-9 9-43 10-11 10-12 12-13 14-47 14-46 

15-16 15-44 15-45 16-17 16-34 18-19 19-33 26-31 27-28 28-32 
exact bonds : 

4-14 8-10 14-15 17-18 18-20 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 20-21 20-25 21-22 22-23 23-24 24-25 
isolated ring systems : 
containing 20 : 



G1:H,CH3 
G2:H,Ak 
Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: CLASS 
11: CLASS 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19:CLASS 20:Atom 21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:CLASS 27:CLASS 
28: CLASS 29: CLASS 30: CLASS 31: CLASS 32: CLASS 33: CLASS 34: CLASS 38: CLASS 
39: CLASS 40: CLASS 43: CLASS 44: CLASS 45: CLASS 46: CLASS 47: CLASS 48: CLASS 
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L4 STRUCTURE UPLOADED 

=> s 14 

REGlstRY INITIATED 

Substance data SEARCH and crossover from CAS REGISTRY in progress... 
Use DISPLAY HITSTR (or FHITSTR) to directly view retrieved structures. 




L5 0 SEA SSS SAM L4 



L6 0 L5 

=> s 14 full 

REGlstRY INITIATED 

Substance data SEARCH and crossover from CAS REGISTRY in progress... 
Use DISPLAY HITSTR (or FHITSTR) to directly view retrieved structures. 




=> 

Uploading C:\Program Files\Stnexp\Queries\10813426\positional isomer 2.str 
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? 




A o 

chain nodes : 

10 11 12 13 14 15 16 17 18 19 26 27 28 31 32 33 34 38 39 42 43 
44 45 46 47 48 
ring nodes : 

1 2 3 4 5 6 7 8 9 20 21 22 23 24 25 
chain bonds : 

1-39 2-14 3-47 4-48 7-38 8-10 9-42 10-11 10-12 12-13 14-15 14-46 14-45 
15-16 15-43 15-44 16-17 16-34 17-18 18-19 18-20 19-33 26-31 27-28 28-32 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 20-21 20-25 21-22 22-23 23-24 

24-25 
exact/norm bonds : 

1- 39 3-47 4-48 5-7 6-9 7-8 7-38 8-9 9-42 10-11 10-12 12-13 14-46 14-45 
15-16 15-43 15-44 16-17 16-34 18-19 19-33 26-31 27-28 28-32 

exact bonds : 

2- 14 8-10 14-15 17-18 18-20 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 20-21 20-25 21-22 22-23 23-24 24-25 
isolated ring systems : 
containing 20 : 



G1:H,CH3 
G2: H, Ak 
Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: CLASS 

11: CLASS 12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18: CLASS 

19:CLASS 20:Atom 21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:CLASS 27:CLASS 

28:CLASS 29:CLASS 30:CLASS 31: CLASS 32:CLASS 33:CLASS 34:CLASS 38:CLASS 

39:CLASS 42:CLASS 43:CLASS 44:CLASS 45:CLASS 46:CLASS 47:CLASS 48:CLASS 
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L9 STRUCTURE UPLOADED 

=> s 19 full 

REGlstRY INITIATED 

Substance data SEARCH and crossover from CAS REGISTRY in progress... 
Use DISPLAY HITSTR (or FHITSTR) to directly view retrieved structures. 




Lll 0 L10 



Uploading C:\Program Files\Stnexp\Queries\10813426\positional isomer 3.str 



/Gl 




/ Gl GlGl Gl 

IK, 



/ 
Gl 



/33 
19 



34 



V25./18./16. 



4344 



46 



24 20 17 
30 



G2 



27. 
/28 

32 



/15 ^3 4N l! 
414 2^^ 
4 7 1 



/38 
"7 



9 

40 



\/12. 
10 13 

ii 

11 



chain nodes : 

10 11 12 13 14 15 16 17 18 19 26 27 28 31 32 33 34 38 40 41 42 
43 44 45 46 47 
ring nodes : 

1 2 3 4 5 6 7 8 9 20 21 22 23 24 25 
chain bonds : 

1-14 2-47 3-45 4-46 7-38 8-10 9-40 10-11 10-12 12-13 14-15 14-44 14-43 
15-16 15-41 15-42 16-17 16-34 17-18 18-19 18-20 19-33 26-31 27-28 28-32 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 20-21 20-25 21-22 22-23 23-24 

24-25 
exact/norm bonds : 
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2-47 3-45 4-46 5-7 6-9 7-8 7-38 8-9 9-40 10-11 10-12 12-13 14-44 14-43 

15-16 15-41 15-42 16-17 16-34 18-19 19-33 26-31 27-28 28-32 
exact bonds : 

1-14 8-10 14-15 17-18 18-20 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 20-21 20-25 21-22 22-23 23-24 24-25 
isolated ring systems : 
containing 20 : 



G1:H,CH3 
G2:H, Ak 
Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: CLASS 
11: CLASS 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19:CLASS 20:Atom 21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:CLASS 27:CLASS 
28: CLASS 29: CLASS 30: CLASS 31: CLASS 32: CLASS 33: CLASS 34: CLASS 38: CLASS 
40: CLASS 41:CLASS 42: CLASS 43: CLASS 44: CLASS 45: CLASS 46: CLASS 47: CLASS 



L12 STRUCTURE UPLOADED 

=> s 112 full 

REGlstRY INITIATED 

Substance data SEARCH and crossover from CAS REGISTRY in progress... 
Use' DJiiPL&y HITSTR (or FHITSTR) to directly view retrieved structures. 




FULL SEARCH INITIATED 09:03:26 FILE 1 REGISTRY 1 
FULL SCREEN SEARCH COMPLETED - 14 4106 TO ITERATE 



SEA SSS FUL L12 



144106 ITERATIONS 




L14 



0 L13 



=> 
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4243 
'14 



44 



/15 — f q v 



45 



48o 



47 



39 



11 




chain nodes : 

10 11 12 13 14 15 16 17 18 19 26 27 28 31 32 33 34 39 40 41 42 
43 44 45 47 48 
ring nodes : 

1 2 3 4 5 6 7 8 9 20 21 22 23 24 25 
chain bonds : 

1-47 2-45 3-14 4-44 7-10 8-48 9-39 10-12 10-11 12-13 14-15 14-43 14-42 
15-16 15-40 15-41 16-17 16-34 17-18 18-19 18-20 19-33 26-31 27-28 28-32 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 20-21 20-25 21-22 22-23 23-24 

24-25 
exact/norm bonds : 

1-47 2-45 4-44 5-7 6-9 7-8 8-9 8-48 9-39 10-12 10-11 12-13 14-43 14-42 

15-16 15-40 15-41 16-17 16-34 18-19 19-33 26-31 27-28 28-32 
exact bonds : 

3-14 7-10 14-15 17-18 18-20 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 20-21 20-25 21-22 22-23 23-24 24-25 
isolated ring systems : 
containing 20 : 



G1:H,CH3 
G2:H, Ak: 
Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: CLASS 

11: CLASS 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19:CLASS 20:Atom 21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:CLASS 27:CLASS 

28: CLASS 29: CLASS 30: CLASS 31: CLASS 32: CLASS 33: CLASS 34: CLASS 39: CLASS 

40: CLASS 41:CLASS 42: CLASS 43: CLASS 44: CLASS 45: CLASS 47: CLASS 48: CLASS 
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LIS STRUCTURE UPLOADED 

=> s 115 full 

REGIS tRY INITIATED 

Substance data SEARCH and crossover from CAS REGISTRY in progress... 
Use DISPLAY HITSTR (or FHITSTR) to directly view retrieved structures. 




L17 0 L16 



=> 

Logging off of STN 



=> 

Executing the logoff script... 



=> LOG Y 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 0.4 6 855.70 

DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) SINCE FILE TOTAL 

ENTRY SESSION 

CA SUBSCRIBER PRICE 0.00 -2.25 
STN INTERNATIONAL LOGOFF AT 09:05:05 ON 25 JAN 2006 
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FULL ESTIMATED COST 



0.21 



0.21 



FILE 'REGISTRY' ENTERED AT 09:19:49 ON 25 JAN 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 24 JAN 2006 HIGHEST RN 872575-89-8 
DICTIONARY FILE UPDATES: 24 JAN 2006 HIGHEST RN 872575-89-8 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH JULY 14, 2005 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

* * 

* The CA roles and document type information have been removed from * 

* the IDE default display format and the ED field has been added, * 

* effective March 20, 2005. A new display format, IDERL, is now * 

* available and contains the CA role and document type information. * 

* * 
*******************************^ 

Structure search iteration limits have been increased. See HELP SLIMITS 
for details. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 



http : / /www . cas . org/ONLINE/UG/regprops . html 



=> 



Uploading C:\Program Files\Stnexp\Queries\10813426\4 . str 
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chain nodes : 

10 11 12 13 14 15 16 17 18 19 26 27 28 31 32 33 34 38 39 40 41 
44 45 46 47 48 49 
ring nodes : 

1 2 3 4 5 6 7 8 9 20 21 22 23 24 25 
chain bonds : 

1-41 2-40 3-14 4-39 7-38 8-10 9-44 10-11 10-12 12-13 13-49 14-15 14-47 
14-48 15-16 15-45 15-46 16-17 16-34 17-18 18-19 18-20 19-33 26-31 27-28 
28-32 

ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 20-21 20-25 21-22 22-23 23-24 

24-25 
exact/norm bonds ; 

1-41 2-40 4-39 5-7 6-9 7-8 7-38 8-9 9-44 10-11 10-12 12-13 13-49 14-47 

14-48 15-16 15-45 15-46 16-17 16-34 18-19 19-33 26-31 27-28 28-32 
exact bonds : 

3-14 8-10 14-15 17-18 18-20 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 20-21 20-25 21-22 22-23 23-24 24-25 
isolated ring systems : 
containing 20 : 

G1:H,CH3 
G2:H,Ak 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 



5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: CLASS 



11: CLASS 
19: CLASS 
28: CLASS 
39: CLASS 
49 : Atom 



12: CLASS 
20: Atom 
29: CLASS 
40: CLASS 



13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18: CLASS 



21: Atom 22: Atom 23: Atom 24: Atom 25: Atom 
30: CLASS 31: CLASS 32: CLASS 33: CLASS 
41:CLASS 44: CLASS 45: CLASS 46: CLASS 



26: CLASS 27: CLASS 
34: CLASS 38: CLASS 
47: CLASS 48: CLASS 



STRUCTURE UPLOADED 
=> s \1 full 

FULL SEARCH INITIATED 09:20:12 FILE 'REGISTRY 1 
FULL^£ei*£EN SEARCH COMPLETED - 80161 TO ITERATE 




100.0% PROCESSED 80161 ITERATIONS 
SEARCH TIME: ($0.00.11 

4 SEA SSS FUL LI 
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chain nodes : 

10 11 12 13 14 15 16 17 18 19 26 27 28 31 32 33 34 38 39 40 41 
44 45 46 47 48 
ring nodes : 

1 2 3 4 5 6 7 8 9 20 21 22 23 24 25 
chain bonds : 

1-41 2-40 3-14 4-39 7-38 8-10 9-44 10-11 10-12 12-13 14-15 14-47 14-48 
15-16 15-45 15-46 16-17 16-34 17-18 18-19 18-20 19-33 26-31 27-28 28-32 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 20-21 20-25 21-22 22-23 23-24 

24-25 
exact/norm bonds : 

1-41 2-40 4-39 5-7 6-9 7-8 7-38 8-9 9-44 10-11 10-12 12-13 14-47 14-48 

15-16 15-45 15-46 16-17 16-34 18-19 19-33 26-31 27-28 28-32 
exact bonds : 

3-14 8-10 14-15 17-18 18-20 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 20-21 20-25 21-22 22-23 23-24 24-25 
isolated ring systems : 
containing 20 : 



G1:H,CH3 
G2 : H, Ak 
Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: CLASS 

11: CLASS 12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18: CLASS 

19:CLASS 20: Atom 21: Atom 22: Atom 23: Atom 24: Atom 25: Atom 26:CLASS 27: CLASS 

28: CLASS 29: CLASS 30: CLASS 31: CLASS 32: CLASS 33: CLASS 34: CLASS 38: CLASS 

39:CLASS 40:CLASS 41:CLASS 44:CLASS 45:CLASS 46:CLASS 47:CLASS 48:CLASS 



L3 STRUCTURE UPLOADED 

=> s 13 full 



Searched by Jason M. Nolan 



Page 4 



10/800,253 



01/25/2006 



FUy^SEARCH INITIATED 09:21:32 FILE 'REGISTRY' 

,L SCREEN SEAROK COMPLETED - 80161 TO ITERATE 



,100.0% PROCESSED 
SEARCH TIM£j — O^i 



L4 



80161 ITERATIONS 
10 



54 ANSWERS 



54 SEA SSS FUL L3 



=> s 12 or 14 

L5 54 L2 OR L4 



=> fil caplus 

COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
336.08 



TOTAL 
SESSION 
336.29 



FILE 1 CAPLUS 1 ENTERED AT 09:24:00 ON 25 JAN 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 



FILE COVERS 1907 - 25 Jan 2006 
FILE LAST UPDATED: 24 Jan 2006 



VOL 144 ISS 5 
(20060124/ED) 



Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 



http : //www. cas . org/inf opolicy . html 
=> s 12 or 14 



L6 
=> 



3 L2 
3 L4 

3 L2 OR L4 



Logging off of STN— 



Executing the logoff script, 



=> LOG Y 

COST IN U.S. DOLLARS 
FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
0.46 



TOTAL 
SESSION 
336.75 
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